Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.013 Å; R factor = 0.093; wR factor = 0.331; data-to-parameter ratio = 13.6.
Related literature
For general background on rapamycin, as an immunosuppressant drug for rejection prevention in organ transplantation, see: Calne et al. (1989) . For the anticancer properties of rapamycin derivatives, see: Chan (2004) ; Sun et al. (2005) ; Ayral- Kaloustian et al. (2010) . For the structure of rapamycin, see: White & Swindells (1981) ; Findlay & Radics (1980) . For related literature, see: Flack (1983) .
Experimental
Crystal data C 51 H 78 N 4 O 12 M r = 939.17 Orthorhombic, P2 1 2 1 2 1 a = 12.7461 (7) Å b = 12.9824 (7) Å c = 34.4022 (12) Å V = 5692.7 (5) Å 3 Z = 4 Cu K radiation = 0.63 mm À1 T = 293 K 0.42 Â 0.30 Â 0.25 mm
Data collection
Bruker SMART CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.778, T max = 0.858 29197 measured reflections 8388 independent reflections 4624 reflections with I > 2(I) R int = 0.049 max = 60.0 Refinement R[F 2 > 2(F 2 )] = 0.093 wR(F 2 ) = 0.331 S = 1.09 8388 reflections 615 parameters H-atom parameters constrained Á max = 0.33 e Å À3 Á min = À0.30 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
D-HÁ Á ÁA D -H HÁ Á ÁA D Á Á ÁA D -HÁ Á ÁA O2-H2Á Á ÁO6 i 0.82 2.08 2.891 (9) 172 O8-H8Á Á ÁO10 0.82 2.40 3.060 (13) 138
Symmetry code: (i) Àx þ 1; y À 1 2 ; Àz þ 1 2 .
Data collection: SMART (Bruker, 1996) ; cell refinement: SMART; data reduction: SAINT (Bruker, 1996) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL.
The project was supported by the Fujian Provincial Natural Science Foundation of China (grant No. 2011 J01093) .
Computing details
Data collection: SMART (Bruker, 1996) ; cell refinement: SMART (Bruker, 1996) ; data reduction: SAINT (Bruker, 1996) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Bruker, 1997) ; software used to prepare material for publication:
SHELXTL (Bruker, 1997) .
Figure 1
The structure of the title compound, showing 30% probability displacement ellipsoids and the atom-numbering scheme.
Hydrogen atoms are omitted. where P = (F o 2 + 2F c 2 )/3 (Δ/σ) max = 0.001 Δρ max = 0.33 e Å −3 Δρ min = −0.30 e Å −3 Extinction correction: SHELXL97 (Sheldrick, 2008) , Fc * =kFc[1+0.001xFc 2 λ 3 /sin(2θ)] -1/4 Extinction coefficient: 0.00017 (17) Special details Geometry. All e.s.d.'s (except the e.s.d. in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell e.s.d.'s are taken into account individually in the estimation of e.s.d.'s in distances, angles and torsion angles; correlations between e.s.d.'s in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell e.s.d.'s is used for estimating e.s.d.'s involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
41-Azido-41-deoxyrapamycin
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (7) 0.4061 (2) 0.111 (2) C17 0.5093 (7) 0.2379 (7) 0.4392 (2) 0.105 (2) (5) C9 0.160 (9) 0.118 (7) 0.132 (7) 0.006 (7) −0.012 (6) 0.007 (6) C10 0.144 (7) 0.130 (7) 0.110 (5) −0.002 (6) −0.001 (5) 0.001 (6) C11 0.155 (8) 0.129 (7) 0.097 (5) 0.007 (6) −0.017 (5) 0.001 (5) C12 0.138 (7) 0.098 (5) 0.082 (4) 0.012 (5) −0.005 (4) 0.011 (4) C13 0.136 (7) 0.106 (6) 0.079 (4) 0.007 (5) 0.000 (5) 0.001 (4) (7) C49-C25-H25 109.0 C7-N1-C8 122.1 (7) C27-C26-C25 128.5 (9) C12-N1-C8 119.0 (7) C27-C26-H26 115.7 N3-N2-C41 111.1 (10) C25-C26-H26 115.7 N2-N3-N4 174.1 (18) C26-C27-C28 127.8 (9) C5-O1-C1 115.0 (6) C26-C27-H27 116.1 C5-O2-H2 109.5 C28-C27-H27 116.1 C13-O5-C14 113.1 (6) C29-C28-C27 125.7 (7) C20-O8-H8 109.5 C29-C28-H28 117.1 C47-O9-C21 108.8 (13) C27-C28-H28 117.1 C32-O11-C51 112.2 (6) C28-C29-C30 127.3 (7) C44-O12-C40 118.3 (10) C28-C29-H29 116.3 O1-C1-C33 105.0 (6) C30-C29-H29 116.3 O1-C1-C2 109.9 (6) C31-C30-C29 131.6 (7) C33-C1-C2 115.3 (6) C31-C30-H30 114.2 O1-C1-H1 108.9 C29-C30-H30 114.2 C33-C1-H1 108.9 C30-C31-C50 121.5 (7) 
